Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.006 Å; R factor = 0.040; wR factor = 0.111; data-to-parameter ratio = 15.9.
Related literature
For related literature, see: Allen et al. (1987) ; Awad et al. (1991) ; Eweiss et al. (1986) ; Ji et al. (2002) ; Mohan (1983) ; Xu et al. (2002) . 
Data collection
Bruker SMART CCD diffractometer Absorption correction: multi-scan (Blessing; 1995) T min = 0.404, T max = 0.519 (expected range = 0.307-0.394) 4340 measured reflections 2560 independent reflections 1977 reflections with I > 2(I) R int = 0.038 Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.111 S = 1.10 2560 reflections 161 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.42 e Å À3 Á min = À0.59 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (5) 3.178 (5) 120 (5) Symmetry codes: (i) Àx; Ày þ 1; Àz; (ii) Àx þ 1; Ày; Àz.
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL (Bruker, 2001) ; software used to prepare material for publication: SHELXTL.
ring system are well known as efficient fungicides in pesticides and they exhibit good plant-growth regulatory activity for a wide variety of crops (Xu et al., 2002) . In addition, amine-and thione-substituted triazoles have been studied as anti-inflamatory and antimicrobial agents (Eweiss et al., 1986; Awad et al., 1991) . In a search for new triazole compounds with better biological activity, the title compound, (I), was synthesized and we report here its crystal structure.
The molecule of (I) exists in the thione tautomeric form, with the S==C distance of 1.681 (4) Å, which indicates a substantial double-bond character (Allen et al., 1987) . The dihedral angle between the thione-substituted triazole ring and the benzene ring is 72.05 (14)°. The crystal packing is determined by intermolecular N-H···S interaction (Table 1) , short Br···S contact of 3.4464 (13) Å and π-π stacking of the triazole rings (centroid-to-centrod distance of 3.410 Å) and π-π stacking of the benzene rings (centroid-to-centrod distance of 3.569 Å).
Experimental 4-Amino-5-methyl-1,2,4-triazole-3-thione (0.02 mol in 15 ml e thanol), synthesized according to a reported method (Mohan, 1983) , was added to a solution of 5-bromosalicylaldehyde (0.02 mol in 20 ml). Then several drops of concentrated sulfuric acid were added to the solution, which was then refluxed for 1 h. The mixture was filtered and crystallized from ethanol to afford the title compound (I). Yellow plates of (I) were obtained by recrystallization from ethanol at room temperature.
Refinement
The N-and O-bound H atoms were located in difference maps and refined with distance restraints [N-H = 0.86 (2) Å, O-H = 0.82 (2) Å] and the constraints for U iso (H) = 1.5U eq (N, O).
The C-bound H atoms were geometrically placed in idealized positions [C-H = 0.96 Å (methyl), 0.96 Å (aromatic), 0.96 Å (methine)]. Isotropic displacement parameters of H atoms were: U iso (H)=1.5U eq (C, methyl), U iso (H) = 1.2U eq (C, aromatic and methine). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 0.79546 (7) 0.36351 (7) 0.64076 (4) 0.05088 (18) (5) N2-C1-N3 102.6 (3) C8-C7-C6 120.5 (4) N2-C1-S1 129.2 (3) C8-C7-H7 119.7 N3-C1-S1 128.2 (3) C6-C7-H7 119.7 N1-C2-N3 109.8 (4) C7-C8-C9 119.9 (4) N1-C2-C3 126.3 (4) C7-C8-H8 120.1 N3-C2-C3 123.9 (4) C9-C8-H8 120.1 C2-C3-H3A 109.5 C10-C9-C8 120.8 (4) C2-C3-H3B 109.5 C10-C9-Br1 120.7 (3) H3A-C3-H3B 109.5 C8-C9-Br1 118.4 (3) C2-C3-H3C 109.5 C9-C10-C5 118.8 (4) 
